Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.055; wR factor = 0.104; data-to-parameter ratio = 11.5.
In the title compound, C 8 H 6 N 2 O 2 , intermolecular N-HÁ Á ÁO hydrogen bonds involving the amine and carbonyl groups create centrosymmetric dimers between adjacent nearly coplanar molecules. These dimers are further connected by weak N-HÁ Á ÁO hydrogen bonds, forming a two-dimensional network. Molecules are packed in the crystal structure with adjacent benzene and pyrimidine rings approximately coplanar; the centroid-centroid separation is 3.863 Å and the dihedral angle between the mean planes is 0.64 , indicating the presence of weak intermolecular face-to-facestacking interactions.
Related literature
For background, see: Goto et al. (1993) ; Mohri (2001) ; For further synthetic details, see: Mizuno et al. (2007) . Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.103 S = 1.06 1262 reflections 110 parameters H-atom parameters constrained Á max = 0.12 e Å À3 Á min = À0.12 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: RAPID-AUTO (Rigaku, 1998) ; cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2002) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. as key structures in medicinal drugs (Goto et al., 1993; Mohri, 2001; Mizuno et al., 2007) . We herein report the crystal structure of the title compound (I). In the molecule (Fig. 1) , the bond lengths and angles are within normal ranges. Intermolecular N-H···O hydrogen bonds involving amine NH and carbonyl groups O atoms form a two dimensional network (Table 1 and Fig. 2 ). Weak π-π stacking interactions are also observed in the crystal structure.
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Experimental
To a 100-ml, 3-necked flask equipped with condenser, were added 2-aminobenzonitrile (5.91 g, 50 mmol) and 1,8diazabicyclo(5.4.0)undec-7-ene (DBU, 1.50 ml, 10 mmol) under argon, together with a large magnetic stirring bar. Then, CO 2 (1 bar) was charged at 293 K. The mixture was vigorously stirred under CO 2 (1 bar) at 423 K for 4 h. The resulting white solid was then poured into 1 M HCl (100 ml) and washed with t-BuOMe (200 ml) to give pure (I). Single crystals of (I) were obtained from a water solution, at room temperature, by slow evaporation.
Refinement
All H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with N-H = 0.86 Å, C-H = 0.93 Å, and with U iso (H) = 1.2U eq (parent atom). Fig. 1 . The structure of the title compound with 30% displacement probability ellipsoids. 
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